Abstract
Source of material
Theyellowsinglecrystalsofthe titlecompoundwere unexpectedly obtained as ab yproduct of an attempted preparation of a Mn(III) complex by reacting Mn(CH 3 COO) 3 × 2H 2 O(0.4015 g, 1.498 mmol), 1,10-phenanthroline (phen; 0.6496 g, 3.605 mmol) and KI (0.8302 g, 5.001 mmol) in EtOH. It seemsthat the Mn(III) ions were reduced to the Mn(II) ions by the I -anions. Crystals suitable for X-ray diffraction analysis were obtained by slow evaporation from aCH 3 NO 2 solution of the brown reaction product.
Experimental details
Hydrogen atomsw ere positioned geometrically and allowed to ride on their parent atomsw ith d(C-H) =0 .95 Å( CH) and U iso (H) =1.2 U eq (C). The H 2 Osolvent molecules were highly disordered, and then the O1 atom was refined anisotropically with a site occupancy factor of 0.5, and the O2 and O3 atomsw ere modeled isotropically as disordered over two sites using EADP instruction [1] ,with site occupancy factors of 0.66(1) forthe O2A atom and 0.59(1) for the O3A atom.Asaresult it reflects on the large Rv alues. The Ha tomso ft he solvent molecules could neither be located from Fourier difference maps nor added geometrically. Theh ighest peak (1.65 eÅ -3 )a nd the deepest hole (-0.87 eÅ -3 )inthe difference Fourier map are located 1.27 Åand 0.85 Åfromthe atomsO2B andI1, respectively.
Discussion
The crystal structure of ther elated Mn(II)c omplex [Mn(phen) 3 ](I 3 ) 2 has previously been reported [2] .T his deep brown compound was synthesized by reacting Mn(CH 3 COO) 2 -anions and solvent water molecules in ration 1:2:5 (figure, top). Thecomplex is disposed about atwofold rotation axis running in the [010] direction passing through the Mn1 atom,and thereforethe asymmetric unit containsone half of theformula unit (figure, bottom). In the complex, the Mn(II) ion is six-coordinated in aconsiderably distorted octahedral manner by six Na toms of the three chelate 1,10-phenanthroline ligands. The tight chelating angles 
